Experimental
Crystal data C 13 H 10 N 2 S M r = 226.29 Triclinic, P1 a = 8.7038 (5) Å b = 9.5933 (6) Å c = 14.5144 (9) Å = 70.720 (1) = 77.326 (1) = 73.170 (1) V = 1084.63 (11) Å 3 Z = 4 Mo K radiation = 0.27 mm À1 T = 298 (2) K 0.30 Â 0.20 Â 0.20 mm
Data collection
Bruker SMART CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2003) T min = 0.924, T max = 0.948 6984 measured reflections 4199 independent reflections 3123 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.115 S = 0.97 4199 reflections 301 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.29 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (2) Symmetry codes: (i) x þ 1; y; z À 1; (ii) x; y; z À 1.
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT-Plus (Bruker, 2001); data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
group is trying to prepare some benzothiazoles to find new antitumor compounds. In this context, we have crystallized the title compound and report its crystal structure.
Experimental
All reagents and solvents were used as obtained without further purification. 4-Aminobenzoic acid (13.7 g, 0.1 mol) and 2-aminothiophenol (12.5 g, 0.1 mmol) were mixed together with polyphosphoric acid (50 g) and heated to 493 K under an N 2 atmosphere for 4 h. The reaction mixture was cooled to room temperature and poured into 10% K 2 CO 3 (aq) solution. The precipitate was filtered under reduced pressure. Yellow crystals were obtained by recrystallization from methanol. Yield: 90%. Elemental analysis calculated: C 69. 03, H 4.42, N 12.39 %; found: C 69.01, H 4.48, N 12.41 %.
Refinement
All H atoms bound to C atoms were placed in geometrical positions with C-H = 0.93 Å and the U iso values were constrained to be 1.2 times U eq of the carrier atoms. Atoms H1A, H1B, H4A and H4B were located in difference Foruier maps and refined with N-H restrained to 0.86 (2) Å and with U iso (H) = 1.2U eq (N). Fig. 1 . Molecular structure of the two independent molecules in the title compound. Displacement ellipsoids are drawn at the 50% probability level for non-H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0395 (12) 0.0474 (12) 0.0452 (13) −0.0169 (10) 0.0010 (10) −0.0170 (10) C7 0.0390 (11) 0.0404 (11) 0.0366 (11) −0.0167 (9) −0.0025 (9) −0.0089 (9) C8 0.0369 (11) 0.0370 (11) 0.0377 (11) −0.0124 (9) −0.0014 (9) −0.0101 (9) C9 0.0441 (12) 0.0447 (12) 0.0411 (12) −0.0027 (10) −0.0088 (10) −0.0110 (10) C10 0.0524 (13) 0.0480 (12) 0.0342 (12) −0.0072 (10) −0.0096 (10) −0.0127 (10) C11 0.0380 (11) 0.0385 (11) 0.0412 (12) −0.0124 (9) 0.0004 (9) −0.0128 (9) C12 0.0408 (12) 0.0438 (11) 0.0485 (13) −0.0029 (9) −0.0113 (10) −0.0130 (10) C13 0.0450 (12) 0.0459 (12) 0.0395 (12) −0.0110 (10) −0.0099 (10) −0.0123 (10) C14 0.0477 (12) 0.0369 (11) 0.0430 (13) −0.0072 (10) −0.0016 (10) −0.0154 (10) 
